Key indicators: single-crystal X-ray study; T = 298 K; mean (C-C) = 0.003 Å; disorder in main residue; R factor = 0.053; wR factor = 0.165; data-to-parameter ratio = 14.5.
The title molecule, C 27 H 31 NO 7 , an imine derivative bearing both carbonate and allyl functionalities, was synthesized in the hope of obtaining a mesogenic polymerizable material. The allylcarbonate arms are fully disordered over two sets of sites, reflecting a large degree of rotational freedom about bonds [occupancies: 0.665 (9)/0.335 (9) for one substituent, 0.564 (9)/ 0.436 (9) for the other]. In contrast, the hexyl chain is ordered, and presents the common all-trans extended conformation. The benzene rings connected via the imine group make a dihedral angle of 9.64 (11) . In the crystal, the Y-shaped molecules are weakly associated into centrosymmetric dimers through pairs of C-HÁ Á ÁO(hexyl) contacts. The resulting layers of dimers, approximately parallel to (225), are closely packed in the crystal, allowing Á Á Á interactions between benzene rings of neighboring layers: the separation between the centroid of the benzene ring substituted by allylcarbonate and the centroid of the benzene ring bearing the hexyloxy group in the adjacent layer is 3.895 (1) Å .
Related literature
For the crystal structure of 4-(hexyloxy)aniline, used as a starting material, see: Herrera et al. (2005) . For the crystal structures of molecules with allycarbonate functionality, see: Michelet et al. (2003) ; Burns & Forsyth (2008) ; Flores Ahuactzin et al. (2009) . For applications of the above molecules as polymerizable monomers, see: Herrera (2006) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ).
Symmetry code: (i) Àx; Ày þ 1; Àz þ 2.
Data collection: XSCANS (Siemens, 1996) ; cell refinement: XSCANS; data reduction: XSCANS; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008 ); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: Mercury (Macrae et al., 2006) ; software used to prepare material for publication: SHELXL97.
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followed by condensation with 4-(hexyloxy)aniline, to form the Schiff base. The alternative route (Herrera, 2006) is to prepare the Schiff base prior to functionalize with allylchloroformate.
The resulting compound (Fig. 2) is characterized by strongly disordered allylcarbonate substituents: five of the seven atoms in each substituent are disordered over two sites (Fig. 2, inset) , with occupancies being 0.564 (9) and 0.436 (9) for one arm, and 0.665 (9) and 0.335 (9) in the other. A remarkable arrangement is observed in the first substituent (O22···C28), where disordered final CCH 2 groups are placed almost perpendicular, reflecting a high degree of free rotation about σ bonds in these substituents. This behavior, resulting in a variety of stable conformations for the allylcarbonate functional groups, has been also observed in related structures (Michelet et al., 2003; Burns & Forsyth, 2008; Flores Ahuactzin et al., 2009 ).
In (I), the observed disorder may be related to the rather low melting point of this material, 318 K (45° C).
The imine component is ordered, and the hexyl chain presents the common all-trans conformation. The complete molecule is Y-shaped, with a small dihedral angle of 9.64 (11)° between the benzene rings.
The crystal structure (Fig. 3) contains centrosymmetric dimers, formed through weak C-H···O(hexyl) contacts. Dimers are arranged in planes, approximately parallel to the (225) in the crystal. Two neighboring layers are in close contact via π···π interactions between benzene rings (Fig. 3, inset) . The centroid of the benzene ring substituted by allylcarbonate and the centroid of the benzene ring bearing the hexyloxy group in the following layer (symmetry code: x -1, y, z), are separated by 3.895 (1) Å.
A solution of 3,5-dihydroxybenzaldehyde (0.5 g, 3.6 mmol) in CH 2 Cl 2 and pyridine as catalyst was cooled in an ice bath, and allylchloroformate (0.95 g, 7.8 mmol) was added dropwise under stirring at 278 K. The mixture was stirred for 4 h under an atmosphere of Ar. The reaction was then treated with a solution of HCl at 5%, and concentrated under reduced pressure, yielding the crude aldehyde (3) as a liquid (Fig. 1 ). This intermediate was purified by column chromatography on silica, supplementary materials sup-2 eluting with CH 2 Cl 2 . Yield 91%. To a solution of (3) (0.5 g, 1.6 mmol) in dry ethanol (30 ml) was added 4-(hexyloxy)aniline (0.33 g, 1.6 mmol) under an atmosphere of Ar. The reaction mixture was then heated to 325 K for 18 h. The reaction mixture was cooled to room temperature and solvent eliminated under reduced pressure, affording (I), which was purified by column chromatography on silica, eluting with CH 2 Cl 2 and then recrystallized from methanol (93% yield; brown crystals).
Refinement
Both allycarbonate groups are disordered over two positions. Atoms O24, O25, C26, C27 and C28 are disordered over two sites (O241/O251/C261/C271/C281 and O242/O252/C262/C272/C282), with refined occupancies of 0.564 (9) and 0.436 (9). In the same way, atoms O31, O32, C33, C34 and C35 are disordered over two positions (O311/O321/C331/C341/ C351 and O312/O322/C332/C342/C352), with occupancies of 0.665 (9) and 0.335 (9). Bond lengths in these disordered fragments were restrained using target values afforded by Mogul; for the first disordered part, restraints are as follows:
C23-O241 = 1.21 (1) Å; C23-O251 = 1.33 (1) Å; O251-C261 = 1.46 (1) Å; C261-C271 = 1.47 (1) Å; C271-C281 = 1.27 (1) Å. Similar restraints were used in other disordered parts. All H atoms were placed in calculated positions and refined as riding to their parent atoms. C-H bond lengths were fixed to 0.96 (methyl), 0.97 (methylene), or 0.93 Å (all other H toms). Isotropic displacement parameters for H atoms were calculated as U iso (H) = 1.2U eq (carrier atom), except for methyl C21, for which U iso (H) = 1.5U eq (C21). Figures   Fig. 1 . The synthetic route used for the preparation of (I). Fig. 2 . The molecular structure of (I), with displacement ellipsoids shown at the 30% probability level. Only major disorder components are shown. The inset represents the central benzene ring with disordered allylcarbonate groups: the major disorder component is shown in red and the minor component in blue; site occupation factors are quoted. Fig. 3 . A part of the crystal structure of (I), with C-H···O contacts represented as dashed lines. The four represented molecules lie in a layer, and colors scheme is related to symmetry codes; green: -x, 1 -y, 2 -z; gold: asymmetric unit; blue: -1 -x, -y, 2 -z; grey: -1 + x, -1 + y, z. The inset represents two layers (red and blue) with π···π interactions represented as dashed lines. 
Data collection
Bruker P4 diffractometer R int = 0.027
Radiation source: fine-focus sealed tube θ max = 27.5º
Monochromator: graphite θ min = 2.0º 
